Scheme SI1. The geometry and atomic numbering of the indole molecule. 
0.2 H7-C7-C6 -H7-C7-C8
1.2 H8-C8-C7 -H8-C8-N9 9.6 H9-N9-C1 -H9-N9-C8 0.3 . a) Five general coordinates out of 10 bond lengths and 11 bending angles were fitted 1.007 H2-C2-C1 -H2-C2-C3 2.4 H3-C3-C2 -H3-C3-C4 -1.9 H4-C4-C3 -H4-C4-C5 0.4 H5-C5-C4 -H5-C5-C3 0.9 H7-C7-C6 -H7-C7-C8 2.4 H8-C8-C7 -H8-C8-N9 8.7 H9-N9-C1 -H9-N9-C8 -0.6 a) Four general coordinates out of 10 bond lengths and 11 bending angles were fitted the better the fit, and the T 1 value is the lowest.
